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im*m 1 1 

[»*313] 

LTffSB#W-#«MT?4E*§*SifctwJ:Jj. &M£>1-. 1 1 tali 2 KfB 

(r s I t u) <-> (t u I r s) Oj^ttittn^i^ * * , St 

Iff** 5 ] 

mm<^ tttt« * ffi x. & tW« * 9 X * £ * L > 
#tHM»H-C<e«*^ £<bK. 2« : ? : *$5-Ki3ttS (r s I t u) <-> (t u I r s 

So 
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mm* 

[0 0 0 1 ] 

H F (HJI®^- h y — • 7 * v ? '> Restricted Hartree-Fock) feKX &jh?>ttjttl'IF£ 
[0 0 0 2] 

[0 0 0 3] 

tttffl$*ta*i*fc tr. /%-j«y--7*y* (hf) ffi7&**& 0 HF&ii. 

[0 0 0 4] 
[0 0 0 5] 

O ; Atomic Orbital) (MO ; Molecular Orbital) ^t^Mtf^. 

fc, F, Sti> V»i**LiNXNtfyj. CttMXNfrflU e teM^Of*? * ^**o F & 

[0 0 0 6] 
[t2] 

= H rs +jr D tu \(rs\tu) - l(rt\su)] (2) 

t,t»=i L 
[0 0 0 7] 

[0 0 0 8] 
[ffc3] 
occ 

A» = 2 E ^C tti (3) 
[0 0 0 9] 

::t% K^-sT-^occti, mw£3rl- *5^?-<fcitfcov*-co#n-e*s - ^ ?:tLt^ 

£ 0 S, H, (r s I t u) i±> mfcl)«55\ Hn», 2 »**t* 

[0 0 10] 
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#120 0 3- 3 3 0 2 9 0 ^-v : 2/ 



[&4] 
S rs = f°° 



oo 

(4) 



3 



(rs\tu) = f° 0;(l)^(l)^0;(2)^ u (2)d 3 a ; (6) 

J— oo '12 



[0 0 11] 

kMZft&o ZZ.X, corefi. i t t^to h ZZ>X-&{1)1±, 

mmjjm&omfcWfrtirii^z-t)^ tiTWFtfm^m.&fi^i&jfLxvtt&tz 

i<0|:fflv>?,^^ gS&it£r»<03rft (S C F (Self-consistent field)ffi) "C 
10 0 12] 

SCFtttfli, <£ < %HhfiX^Z> <t 

(1) MO«ftc<o%0W*fflte*:fc«e>* ; 

(2) ^JKtf^lDSrMO^C**^*** ; 

(3) #e>*tfeapjKff^iD*'(ev^ 7*^ ^ffyaF**** ; 

(5) #«b*L^@^^ Ml^«b^ *ftv>MO#SfcCi:*JSffyUD«:**S ; 

(6) »KfT?!ID5fl*aEflsL£< i*i-e, (3) ri><=> (5) it?* 

[0 0 13] 

$>%>o 21W (r s I tu) ott**N 4 Hit -JK 

ion^ ^ < 2 m^m^^^mtt-^i-* ^-r b^TWb^&o 
L.tzffo t, 7 * ? ^#?ijFotnt*?fifafki-* c s c Ftttiit^ottaMfcfcia 

[0 0 14] 

- 2 9 3 4 9 4) „ «f« s 5HK2 2001-312485) SU^lMdSU 

9 - 5 0 4 2 8) fcH**^^****. d ft <b l±, l£tf>^* h)VmM-M%¥ 

ii?i*v» 0 vimffi$®t<o&mmt*&ifefa±i>$>*). wtnn*9x*xnmx 

[#^£8* 1] #19 2000-293494 
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&m 2001-312485 
MHfcfclR3] #H§¥9-0 5 0 4 2 8 

[0 0 1 51 

O^'JMKfi^Lft < ft »K SfcMft** >«*ffl*i-&&I^fc< 

[0 0 16] 
[0 0 17] 

[0 0 18] 
[0 0 19] 

mmrm * mk<omm±.^&i&. l l ^^t? uhf a^tuF^ig t ft »> . w- 

U 2m : f-«t53-Jw*»t* (rsltu)o(tulrs) <Dttfo&*&7 £ fctN £ h \Z 

«t ? k lx *> & v>„ 

[0 0 2 0] 

us w -ewi* k iesi $ * ft # <b . &nnm xmm^fr&Btffn & mmem * * 

[0 0 2 1] 
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[0 0 2 2] 
[0 0 2 3] 

*HJfe^-eti> H l KTjiirX r> %tmi&? ?x?1-%t> vm&Mftn®* 

[0 0 2 4] 

-lntttli, AMlftKH A-Vt^n^fa-? (PC) j&WBS*t*tf>T\ CO 
[0 0 2 5] 

HI 2 \t . ±m L ft tm 9 9 7. * * * #«■*« K is it * BfcSW «I6 * * L 7* n 
y ?lt^^o 
[0 0 2 6] 

iCfcoT, ($lx.lf7* yfffW) t§4J:?KLTV>J. 

it«tSfti6i- ( ^ — K) f±. B2t:^tJ:^x »«-ffW 

©y- K3ft»fe«^Mf5!l*S*tfl!l**:*«)<EafeW«l»l 2i, ^xt* 2 m^^fc ¥<Difcn 
[0 0 2 7] 

<D^mxa^ Mffy!i*«afe^>«K^apftff5>jKfl'«t, 

UPC 2^)2o©; - K-W#LS# ? 3£^JLT7F£*VTV*& 0 
[0 0 2 8] 

£1% *7>^ nS-MLtf^if* n = 0 (^f-y710 1) 0 * 

f?71 0 2 Ki3V>-C> nK 1 SrJraJTU 7*1 0 3 fcjSWT. 2 m^^^^W 

KftilU fr#L£ff#L£21i^»5Hfi£fllv^ ±^o(2)^;ott-^:^fT9o f 
^7^71 0 4£i3V*T. &fc;&S^«5frMfT#l*W*fc«6^ mmiWmrkZft*) 
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[0 0 2 9] 

-et-C, ^f^l0 5i:*^ **>*n-t>K / - « (Ittttft) fc»|fcfcv>j&» 
t/:*|af ? 7 1 0 2 *K * * > 9 n £ 1 ti W 4 V * V * > b Uffl) [ 2«W 



[0 0 3 1] 

<« l : SEiafJKfrfllifc) 



[0 0 3 3] 

(7)5fcK:iiV»t\ fr?!lfc£EL"CV**<0ti^ Frs, Hrs, D tu (r, s, t, u = l, — 
, N) T?**o imofrmWm i *K r, s, t, u!i#^2o<7)m 
[0 0 3 4] 
[«] 

HI, S1,T1, tH = 1, . . . , JNT/2, i?2, S2,T2, CA2 = iV/2 + 1, . . . , JNT, (8) 

[0 0 3 5] v 

[0 0 3 6] 
[&7] 

Jf(ll) = Frisi H(ll) = £Thi5i D(oo) = Dtwi \ 

F{21) = F^i #(21) = i3"iesi £>(&*) = Dnui (9) 

F(12) = #(12) = Hris2 D{ab) = I>rii72 

F(22) = Fijasa #(22) = H mS i D(bb) = Driui / 

[0 0 3 7] 
[0 0 3 8] 



[0 0 3 0] 



[0 0 3 2] 
[Sfc5] 
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F(RS) = {P(11),P(21),P(12),P(22)} 
H(RS) = {fT(ll),i!r(21),H(12) 5 fr(22)} 
Di^TU) = {£>(oa),Z>(6o),£>(a6),£>(66)} 

[0 0 3 9] 

11, P21, P12, P 2 2 LT, S!$5HtW^ - Kl- 
10 0 4 0 ] 
[£fe9] 

Pll : P(ll),J?(ll),£>(aa) \ 

P21 : P(21),JT(21),£>(&a) 

P12 : F(12),i?(12),jD(a&) 

P22 : P(22),fi-(22),D(66) / 

[0 0 4 11 

tfrW.Ztitit1-Z>o Z<D£iKftM t frmZtLtzfcm*®MfrWL®i1& (S-0) fclfr-B 
iticfSo $t, (7)5£fc*Jtts t , u icov^r<7>fo(i> ^^ctcov^-ctf-^U^tttL 

»f ft ib ft * y - K I* l±*f j£fr?»J D fflWflM* $ fix v> & £ tt ft <£> iOiit 
{±tf#T-§ft^ 0 <?-£■?, ^ff?'JD£$S32IU -e«0#JS. (7):£0-«ft3fLTV*< 

[0 0 4 2] 

mi o] 

Pll : P(ll) = #(11) + D(aa)G(llaa) + D{bb)G{llbb) + D(o6)C?(llo6) + £>(6a)G(116a) 
P21 : F(21) = ff(21) + D(ba)G(21ba) + D(aa)G(21aa) + JD(66)G(2166) + D(ab)G(21ab) 
P12 : P(12) = JT(12) + D{pb)G{12ab) + D(ba)G(12ab) + D(aa)G(12ab) + D(bb)G(12bb) 
P22 : P(22) = JT(22) + D(bb)G{22bb) + D(ab)G(22ab) + D(ba)G(22ba) + D(aa)G(22aa) 

■"(12) 

G(RSTU) = (RS]TU) - ^(RU\TS) (13) 
R={Rl,R2}, 5 = {51, 52}, T = {T1,T2>, U = {U1,U2}, (14) 

[0 0 4 3] 

idt?, 1, 2*±R, SOSB#«&&^U a, bt±T, UOftmtJEtO^ **> 
KPl 1~P 2 2_tTOitif:&iELT:l3*K &il855"IS«t (S-0) TNi* 2 £S 

„ m<7) (s-o) - (s-3) temmiz£^xmtLtzfrm.vtm<7>%,mx$>%o *wmt*u 

D(a a)fc&B1-*L«r. Pll, P21, P12, P2 2©JHCl@t4ik 

/- KP 2 1 D(ba), D(aa), D(bb), D ( a b)tf>MSfc«|Hfr 

fIWIot*^:tW4o -Tft^*>. ^rT^g&^JKfjWV- KP 2 lfcjffi 

- K<7)^fj^^OJ: ; ?tc:^<^^x.>5.t^J-C*^o 
[0 0 4 4] 
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(15) 



ISSU 1] 

P(1) = P11, P(2)=P21, P(3)=P12, P(4) = P22 
[0 0 4 5] 

& o 

[0 0 4 6] 

(i) F^-^^w-tt^ ; 

(3) ;-KP(i)i±, p( i - i)*mmLr^tzUft®mtm*%:im2> ; 

(4) (i) - (3) F<nmztfm*)M-fo 

i o 0 4 7 1 

fc/fU 4 7- KT?#x.TV»SO-C, J - K#-f" i KttJSJWWSfelMbfl 1 i_= i + 4 fcrt 

-To ®5^«t^iw, /-Km® (^.r-cii4 no mm*ftr>t, aHM&Kfr^ja 1 --® u 

tWLo%URftWflti& (S-0) \zm*). ttWTtSo 
[0 0 4 8] 

iwiBtit ijfibfcsia^fjKffyflftfcratft^fe^^ttffl^So uw^tii, (7)55 



[0 0 4 9] 
MU 2] 



P r5 = JT r s + Jrs — 2^ rs 



\ 



(16) 



t=l«=l 

JV JV 

t=l s=l 
[0 0 5 0] 

[0 0 5 1] 
[Sfcl 3] 



P21 
P12 
P22 

Pll 
P21 
P12 

P22 

Pll 
P21 
P12 
P22 



F(U) = H (11) + J(U) - -KT(ll)/2 
P(21) = .ff (21) + J(21) - iir(21)/2 
P(12) = £T(12) + J(12) - 2ST(12)/2 
P(22) = H(22) + J(22) - JT(22)/2 



(17) 



: J(ll) = D(aa)(ll\aa), J(ll) = 

: J(21)=I?(6o)(21|6a), J(21) = 

: J(12)=£>(a6)(12|a6), J(12) = 

: J(22) =£>({*) (22|66), J(22) = 

: K{la) =Z>(ol)(ll|oo), K{lb) 

: K(2a) =£>(61)(21|iw), K{2a) 

: K(U>) = £>(o2)(12|o6), K(la) 

: iir(2&)=£>(62)(22)6&), AT(2&) 

[0 0 5 2] 



■ D(bb) (11|66), 
= £)(oo)(21|oo), 
= X)(6o)(12|6a), 
= £>(a6)(22|a6), 

= r>(61)(ll|K»), 

= Z)(al)(21|oo)» 
= X)(62)(12|bo), 
= £>(o2)(22|ab), 



J(U)=£>(«6)(H|a6), J(ll) = 

J(21) = £>(W>)(21|M>), J(21) = 

J(12)=P(co)(12|aa), J(12) = 

J(22) =P(to)(22|6o), J(22) = 

ir(16)=P(al)(ll|a6), K(la) 

K[2b) = I>(&1)(21|&&), A"(26) 

Ji-(la) = X>(o2)(12|oo), KQb) 

K(2a) =U(62)(22|6o), JT(2o) 



. D(fco)(H|6o) 
. D(ab)(21\ab) 
: £>(66)(12|66) 
= £>(aa)(22|aa) 

= D(61)(ll|6o) 
= X)(al)(21|ob) 
= U(62)(12|66) 
= I?(o2)(22|ao) 

••■(18) 
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iCTIi, &y-K-etm$ft*2m^I# (r s I t u) 75 s , J, KO^ie^ri: 
izmLiteZ Zd^&^htiX^Zo fv^x.l>i:, (rs I t u) mti" 

V^oCTJj(RS), D(TU), K(RU), D(TS)^^ti. HI 4 ~H 7 

tiTi:w 0 k(ru) (r, s, t, vnmm vmrnit. -fLtimK&x.&w, @8 

<D±7 izmZM-ftfrfrV^-f^o K(RU)i:ov>tl±, P1UP12, P 

2UP2 2 0WT-0*«3lri*i3#. -*D(TS)li, H 7 J: «5 „ P 1 1 t P 2 1 „ PI 

[0 0 5 3] 

Mfcl 4] 

P(1,1)=P11, P(2,1)=P21, P(1,2)=P12, P(2,2)=P22 (19) 

[0 0 5 4] 

co J: 9 izLtit 

(1) K(RU)«li, P(i, j), (i, j = 11, 21 ) »i*»«tW-Kk 

(2) D(TS)^ili, P(i, j), (i, j = U. 2| ) O j #4? L W - Ki: 
[0 0 5 5] 

K(RU)li, <E^S;fc*:»#fc|g»Sftfcv**^i:^£i-*^ i^ti^HB^ (S 

-n) (Dtftettn (=0, 1, 2, -) fcMUSJBt (=1, 2, 3, •••) -e«5re£ 

[0 0 5 6] 
[*1 5] 

t = m/jmax (20) 
[0 0 5 7] 

[0 0 5 8] 
[tl6] 

i = (n mod t)+l (21) 
[0 0 5 9] 

[0 0 6 0] 

(1) j , Ko-^ttit^ ; 

(2) P(i, ])\±, Umtkft&WtiLlrZhZ, g»nK(RU)^P(i, j 

+ n^g-frt-* ; 

(3) P(i, j )\U n&&Vrrf&2.ir2>t&, P(i, j - l)75WiLTWcK(R 
U)*S»tJR* ; 

(4) P(i, j)ti> gf)«t-?)D(TS)S:P(i + 1, j ) £ I 

(5) P(i, P(i-1, j )j&««*ftL-CV>fcD(TS)*£ttJR* ; 

(6) p(k)«, |t.#fe«inD(Tu)*p(k+ n^sar*-* ; 

(7) P(k)ti> P(k- l)75 s ^UT^7t:D(TU)*^:lt^^ ; 

(8) (1) ~ (7) KOft/f»t*0iBi- ; 

(9) "7* y trftmF&tm-r&o 
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[0 0 6 1 ] 

tzfzL, k = (j -1) i..x+iT*-6o i^ft-et, ^^WTtfct^ 
59-B«y»tt»«!«« (S-0) fc^fco 
[0 0 6 2] 

MmtZ&Wt4mm±L, 2l^^*»tJ (r s I t u) (t u I r s) 

[0 0 6 3] 

[ii 7] 

JV AT 

£ £ Z>tuM*u)d(m,n) 

fc=l,m<=» «=l,n»<=» 

N N (22 ) 

J2 to = X) £ A»(r«|«u)d(m,n) 
r=l,ra<=Ji «=l,m<=» 
N N 

Kim £ S A,(r«|ti»)d(m,n) 

^=l,m<=7» s=l,m<=» 

i<T2t s 53 53 D rw (rs|<u)d(m,n) 

r=l,m<=f» t»=l,m<=» 



m=(s-l)JV + r, n = («-l)iV + *, (23) 

d(m,n) = 1 for m # n, 1/2 for m = n (24) 
[0 0 6 4] 

£*U±. r, s laoT-t^ntmL t, u laoT-lC^Wtn^ 

o 2 (r s I tu) a, m, n&fll^T (m I n) t0:2ti2> o 21^li ( 

rsl tu) = (tul rs) fcV»$*Hfctt*«^>«>-C, *K (m I n) £ 

1f^Jfc#x^»i:. J 1, Klli (m I n) 4>TH£u J2, K2li (m I n) <D±=.ftU 

J: ©f|-#fc# Sift-To 
[0 0 6 5] 



ffiSE# 2004-3063314 



mm. 2003-330290 



^-v: 10/ 



pii 

P21 
P12 
P22 



[SC18] 

j?(ii) = Mii) + J(ii)-i/2*Ji-(ii), j(ii) = Ji(ii)+J2(ii), jc(ii) = ja(ii) + Jir2(ii) N 

F(21 = H(21) + J(21) - 1/2 * K(21), J(21) - Jl(21) + J2(21), K{21) = Jifl(21) + JC2(21) 

P(12)=H(12) + J(12)-l/2*Jr(12), J(12)=J1(12) + J2(12), K(12) = Kl(12) + K2Q.2) 

F(22) = H(22) + J(22) - 1/2 * JT(22) , J(22) = Jl(22) + J2(22), *T(22) = *"1(22) + 1T2(22) y> 



(25) 



Pll : Jl(ll) = D{ a a){ll\aa)/2, Jl(ll) = D(»)(ll|66), Jl(ll) =i>(afc)(ll|a6), Jl(ll) = D(ba (11 to) 

P21 : Jl(21 = D(to) (21|to)/2, Jl(21) = 2>(ao)(21|aa), Jl(21) = D{bb){21\bb), Jl(21) =I>(afe) (21 aft) 

P12 : Jl(12) = £>(o6)(12|a6)/2, Jl(12) = D(ba){12\ba), Jl(12) = Z>(oo)(12|oa), Jl(12) = D{bb){12\bb) 

P22 : Jl(22) = D(bb){22\bb)/2, Jl(22) = D{ab){22\ab), Jl(22) = U(iw)(22|6o), Jl(22) = X»(ao)(22|ao) 

Pll : J2(ao) = D(ll)(H|aa)/2, J2(bb) = £)(11)(11|66), J2(a6) =D(ll)(ll|a6), J2(6a) = £>(ll)(ll|te) 

P21 : J2(6o)=JD(21)(21|&o)/2, J2(aa) = D(21)(21|aa), J2(M>) - Z>(21)(21|W0, J2(ab) = U(21)(21 ab) 

P12 : J2(o6)=£>(12)(12|ab)/2, J2(to) = Z>(12)(12|bo), J2(aa) =D(12)(12|oo), J2(66) 

P22 : J2(6b) =D(22)(22|65)/2, J2(ab) = £>(22)(22|o6), J2(6a) =U(22)(22|to), J2(aa) = £>(22)(22|aa) 

Pll : ia(la)=i)(al)(llM/2, Kl{lb) = £>(&1)(11|K>), Kl(lb) = J3(ol)(ll|ot), ia(la) = I>(61)(ll|6o) 

P21 : iTl(2o)=D(61)(21|6a)/2, K l(2o) = 2?(al)(21|oo), JTl(2fc) = r>(61)(21|66), JQ(26) = 2>(al) (21|o6) 

P12 : iiri l6) =U(a2)(12U)/2, Ja(lo) = £>(62)(12|to), *l(la) = D{c3){12\aa), 2T1(16) - J5(W)(12|») 

P22 : iTl(26)=I?(62)(22|65)/2, ifl(2&) = i?(a2)(22|a6), Jn(2a) =2?(62)(22|6a), Ja(2a) = D(a2)(22|ao) 

Pll : jr2(al)=D(lo)(ll|ao)/2, 2T2(61) = X>(16)(U|»), HT2(al) = r>(16)(ll|«6), ^ n >=^>!£M 

P21 : JT2 61) =i?(2o)(21|&o)/2 > K2(al) = £>(2o)(21|oo), X2(61) - U(26)(21|6&), X2(al) =£>(2&)(21 aft) 

P12 : JT2(«2)=D(l&)(12|a&)/2, K2{b2) = U(la)(12|to), iT2(o2) = £>(lo)(12|aa), 

P22 : Jf2(62) =D(2&)(22|66)/2, K2(a2) = U(2b)(22|a&), iT2(62) = jD(2a)(22|6a), X2(a2) = D(2a)(22|aa) 

- ■ • (26) 



[0 0 6 6] 

9IJJKRS), D(RS)}±04, ff^D(TU), J 2 (TU)liI5, WJK 1 (RU), D 
(RU)ttB6, ^IJD(TS), K2 (T S)ti®7 Ct^o^l^trOo i" 

(rs), (tu), (ru), (TS)\,z£^xm&-fimm%Zo fcffr*«*r*:fca[ 

[0 0 6 7] 
[*1 9] 

m= (?-l)»max+* (*,i = {l,2», n = (i-l)fcmax+& {k,l = {a,b}) (27) 

[0 0 6 8] * 

i, jliii^R, S©ff 11, 21 *^EU k, MifcttT, Uco#^- la, 
bl ^ito fc/£L, a = 1 , b = 2 tWkn-TZo Z(Dm, n SrfcJfi tr^'J J * J 1 
, J 2C, fr?!lK&Kl, K2t^tTW-^S^#«> v*< oj&>#x.&*l* 0 
[0 0 6 9] 
[SSc2 0] 

*tr<c-D 

m> n 
m< n 

mmc-3) 

m = n, m +n = odd for m < n,, m + n = even form > n 
f£#(C-4) 

m = fi, m +«i = odd for m > m + ra = even form < n 
[0 0 7 0] 

ttxtf, *ft (c-1) , (c-3) £®JHLfc^ti\ J 1, J 2, Kl, K 2 Oit 
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[0 0 7 1] 

(c- 1) **ffiLfc»£- 
10 0 7 2] 
[$C2 1] 

Pll : Jl(ll) = X>(aa)(ll|aa)/2, Jl(ll) = 
P21 : Jl(21) = D(6o)(21|6o)/2, 
P12 : Jl(12) = D(a6)(12|a6)/2, 
P22 : Jl(22)=£>(66)(22|66)/2, 

Pll : J2(aa) = £>(ll)(ll|ao)/2, J2(66) = 

P21 : J2(6a)=D(21)(21|6a)/2, 

P12 : J2(a6)=£>(12)(12|a6)/2, 

P22 : J2(66) = £>(22)(22|66)/2, 

Pll : Ja(lo) =J5(ol)(ll|«a)/2, itt(16) 

P21 : JttL(2a)=£>(61)(21|6a)/2, 

P12 : #1(16) =25(o2)(12|o6)/2, 

P22 : in.(26)=£>(62)(22|6&)/2, 

Pll : Jf2(al)=-D(la)(ll|«a)/ 2 » X2{bl) 

P21 : JT2(61) = jD(2a)(21|6a)/2, 

P12 : !T2(o2)=X>(16)(121oi.)/2 > 

P22 : JT2(62)=£)(26)(22|66)/2, 



= £>(66)(11|66), J1(H) = D{ab)(ll\ab), Jl(ll) = D(6a)(ll|6a) 
.71(21) =D(66)(21|66), Jl(21) = £>(a6)(21|a6) 
J1(12)=I>(&6)(12|66) 

= £>(11)(11|66), J2(ab) = D(ll)(ll|a6), J2(6o) = £>(ll)(ll|6o) 
J2(66) = £>(21)(21|66), J2(a6) = D(21)(21|a6) 
J2(66)=I>(12)(12|66) 

= £>(61)(11|66), Ja(16)=£>(al)(ll|a6), JTl(lo) = £»(61)(ll|6o) 
Jfl(26) = U(61)(21|66), JCl(26) = JD(al)(21|a6) 
JT1(16) = £>(62)(12|66) 

= D(16)(ll|66), JC2(al) = £>(16)(ll|a6), #2(61) = £>(lo)(U|6o) 
#2(61) m £>(26) (21|66), #2(al) = £>(26) (21|o6) 
#2(62) = U(16)(12|66) 

• • ■ (28) 



[0 0 7 3] 

*tf (c-3) 
[0 0 7 4] 
lf2 2] 



pii 

P21 
P12 
P22 

Pll 
P21 
P12 
P22 

Pll 
P21 
P12 
P22 

Pll 
P21 
P12 
P22 



Jl(ll) = 
Jl(21) = 
Jl(12) = 
Jl(22) = 

J2(aa) = 
J2(pa) = 
J2(ab) = 
J2(bb) = 

#l(la) < 
ia(2o) 
#1(16) = 

#1(26) = 

#2(al) 
#2(61) ■■ 
#2(a2) 
#2(62) : 



£>(aa)(ll|aa)/2, Jl(ll) = D(66)(ll|66), 

D(6a)(21|6a)/2, 
:D(o6)(12|o6)/2, 
: £>(66)(22|66)/2, 



: D(ll)(ll|oo)/2, 
= £>(21)(21|6o)/2, 
:D(12)(12|o6)/2, 
D(22)(22|66)/2, 

= £>(ol)(ll|oo)/2, 
= D(61)(21|6a)/2, 
= X>(a2)(12|o6)/2, 
= £>(62)(22|66)/2, 

= U(lo)(ll|aa)/2, 
= D(2o)(21|6o)/2, 
= U(16)(12|o6)/2, 
= £>(26)(22|66)/2, 



J2(66) = I?(ll)(ll|66), 



ja(16) = £>(61)(11|66), 



#2(61) = £>(16)(11|66), 



Jl(12) 
Jl(22) 



J2(aa) 
J2(6a) : 



#l(la) 
#l(2a) 



#2(a2) 
#2(62) : 



:£>(ao)(12|ao), 
= -D(6a)(22|6a), 



= D(12)(12|oo), 
:£>(22)(22|6o), 



:£>(a2)(12|ao), 
:£>(62)(22|6o), 



= £>(la)(12]aa), 
: Z>(2a)(22|6a), 



Jl(ll) = 
Jl(21) = 
Jl(12) = 

J2(6a) = 
J2(o6) = 
J2(66) = 

#l(la) : 
Kl{2b) = 
#1(16) = 

#2(61) - 
#2(al) 
#2(62) = 



X>(6a)(U|6o) 
£>(a6)(21|a6) 
U(66)(12|66) 

:£>(ll)(ll|6a) 
:£>(21)(21|a6) 
U(12)(12|66) 

= £>(61)(ll|6a) 
= JD(ol)(21|o6) 
= £>(62)(12|66) 

= X>(lo)(ll|6o) 
= JD(26)(21|a6) 
= D(16)(12|66) 

• • • (29) 



[0 0 7 5] 

(c-3) , (c-4) <Djft>K h'<onnmtfitm¥&iik-£ft2>o 

[0 0 7 6] 

(1) (c-1) - (c-4) Offitlfrn&fttmtz'rtZ^ J 1, J 2, Kl, K2 

(2) p(i, j >»±, mst&mi t &3L-r&t%. sf>«tsKKRu), d(ru) 
i?( i , j +i)^mmirz ; 

(3) P(i, j)ti> tel^«tSt#, P(i, j-lWUv^Kl( 

ru), d(ru)^w ; 

(4) P(i, j) it. &h1>mm-tZ>YL2 (TS), D(TS)*P(i + 1, 

** ; 
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(5) P(i, j)U\ P(i-1, ])««IUV^K2(TS), D(TS)£$ttH5U> 

(6) P(k){±> |^«nj2(TU), D(TU)*P(k+lMtn; 

(7) P(k)(±, P(k-l)«Uv^J2(TU), D(TU)«r£*tJR* ; 

(8) (1) - (7) KO*«»t«ftO«"t ; 

(9) j, k ; 

(1 0) F£it-#1-&o 
[0 0 7 7] 

[0 0 7 8] 
[SSt2 3] 

P(l) = P(l, 1) = Pll, \ 
P(2) = P(2, 1) = P21, (3Q) 
P(3) =P(1,2) =P12, 
P(4) = P(2,2) = P22 / 
[0 0 7 9] 

[0 0 8 0] 

±&LfcESMII]^«fr?iJ8rCl±. J- KfttfHMMB o»ti:R^I ^ (c-3) , 
(c-4) T^tf^SrgUO^ft^frft^ifc^-eSSo >'-K»**4, 9» (c-3 
) &#9fc-*-J»£-fcov*-C\ i^"t0 2I : ft^ (rsl tu) = (mln) t, B9, 

i^i Zo smnotoftit. tm-t&2m=?mfr (mi n) Mug 

A©«^4, (c-3) i:iottt#Larv» (m I n) *£H"o #7- FP i 

j (i, j= |1, 2| ttzl* |1. 2, 3| ) i±. *-^J^th#1-^o W-^^M^fi, 
**£j£$3> (m I m) fr&tUfcWfc* «K SEiUKi: *) (mlm-1) K»ttti. H9, Bl 
1 O«0^fra©t^^«)i**SLtv^„ y-K|[9^l^ 2, 4, 6 

Kft##IMH*>»-frfcH\ 1, 3, 5, 7, 9©HA»»#K:#J£l^»JI^3*.i-*U;jr 
[0 0 8 1 ] 

(1) j i, J2, ki, K2<D-^£ft#-r& ; 

(2) p(i, j mm&m*m±-rz>t£, imw^kkru), d(ru) 

£p( i , j + n^aMrr* ; 

(3) P(i, j)Ji> SS^ft^MtSti, P(i, j-l)«Ltv^Kl( 
RU), D(RU)mw ; 

(4) P(i, j)ti. gyW5K2(TS), D(TS)£P(i+2, j)tc^«-f- 

'(5) P(i, j){4> P(i"2, j))5 J i«lLtW;K2(TS) 1 D (T S ) 

(6) P(k)(±, SC,^&ifSJ2(TU), D(TU)^P(k + 2)^iItS; 

(7) P(k)t±, P(k-2W«iU^J2(TU), D(TU)m^; 

(8) (i) - (7) * (y-vm/2) Knm-r > 

(9) J 1, J2, Kl, K2tf>-»$fr*tfirf * ; 
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(10) P(i, })i±. tfcm&tir-t> s J&±-tZ£%* @^«nKl(RU), D(R 

u)^p( i , j + D^mmirz ; 
(id pu, j)(i> mm&msj&iL-rztz, p(i, j -DMLt^^Ki 

(RU), D(RU)^ltW ; ^ 

(12) P(i, j)l^ |f)«t^K2(TS), D(TS)*rP(i +1, j ) KMli 

(13) P(i, j)H\ P(i-1, j)«LTV^K2(TS), D(TS)?rSW 

'(14) P(k)W\ |"bMW2(TU), D(TU)*P(k + lhiitS; 

(15) P(k){*> P(k-1)«U^^J2(TU), D(TU)£^7H}U> ; 

(16) J , K£ft#1-& ; 

(17) Ftnnir&o 

[0 0 8 2] 

(c-4) Jea&JKJ* * *N H5"0*«>IE«** 

?0(:ffix.tfiv>„ -f&fr*.. ±Eff)T^3"JXAt (9) , (1 5) , (1) , - 

, (8) , (16), (17) fcfrfcAlf J:v\, 
[0 0 8 3] 

<«5. — 

iaLfc^aosmapjs^Jisti. /-kin, ^«scm on) 

[0 0 8 4] 

(1) fcft (c-3) tifcttS, J 1, J 2, Kl, K2<7>-£Bfl-£il-#-r£ ; 

(2) P(i, j)tt, g^Mt^Kl(RU), D(RU) 

"*p( i , j + d^shb-t* ; 

(3) P(i, j )t±. PU, J -D^MU^tK 1 ( 

RU), D(RU)^W. x 

(4) P(i, j)M\ g^Mt^K2(TS), D(TS)£P(i+2, j)K&«-f 

'(5) P(i, P(i-2, j)an&iWLTV>fcK2(TS) f D(TS)?:STO 

(6) P(k)(i, §<b^nj2(TU), D(TU)*P(k + 2)^W; 

(7) P(k)tt. P(k-2)«LTV^J2(TU), D(TU)^ttW; 

(8) Jl, J2, Kl, K2tf>— S&£-&ff-fti-& ; 

(9) P (i, j) tt, te***frWfc£i-*fc^ l^tiKKRU), D(R 

u)*p(i, j + i)^S£«i-£ ; 

do) p(i, j )«\ ie^#^j£3:-rsfc #, pu, j-i)«fcv^Ki 

(RU), d(ru)^to; ^ 

(11) PU, j )tt. i<b*W^K2 (TS), D(TS)£P(i +2, j)JCj£<s 

; 

(12) PU, j)tt. P(i~2, j)«ftUv»fcK2(TS), D(TS)^W 

(13) P(k)W\ Sy«nj2(TU), D(TU)«:P(k + 2hM 

(14) P(k)tt, P(k-2)#»«Uv»fcJ2(TU), D(TU)«:fttW; 

(i 5) (8) - (14) * I (y-m/2) -if tcffi^-r ^ >5 iE-r ; 

(16) Jl, J2, Kl, K2<7)-Ufr*wtM.-f& > 

(17) P(i, j)l±. gMWlt^tl, |5.*«fttttSKl(RU), D(R 
U)*P( i , j + I 
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(18) P ( i , j )t±. # , P ( i , j - 1 ) &fe®i1rZ> K 1 (R 
U), D(RU)££W2> ; x 

(19) P(i, j)»±, IMWSK2(TS), D(TS)*P(i + l, j ) 

(2 0) P(i, j)f±, P(i-1, j)«nK2(TS), D(TS)t$»tW*; 
(2 1) P(k)tt, gf>Mt-?»J2(TU) ) D(TU)SrP(k+lba*t«; 
(2 2) P(k)t±. P(k-l)«UWcJ2(TU), D(TU)^tW; 

(23) j, Kznn-tz ; 

(2 4) FZftM-t&o 
[0 0 8 5] 

(c-4) *iKfc-i-*£-ti\ fcm*M^%LMZ*£Z>fr, M®<omm*— mfrfcTfr 
[0 0 8 6] _ ^ 

nat4fc»«)tti»^D^5A -e<7) t'o £#strr & c t k <t o r > 

[0W*>fSJjLfcra] 
[0 0 8 7] 

[H2] #tt»«0»afiil«;ilS**tyn y *0-C£>£ o 

[H3 ] *»WO»Jf|-»^fttcafe^< , fcKfr^Jfc^tSLfc^Kistt* 7 * y * 

[0 4] K& 4 »t*«*(RS) (fir?njJ(RS)) IgStJlHJ** 

IS _ 
[05] /-K»4<&»-&fc*5tta«Wt(TU) (ff?3D(TU)) fctti-SfcSIABJ**: 

[0 6] S- K|k4 0»^'^»t*«*(RU) (ffyiJK(RU)) U*H-**E3SJ«J** 

[07] y-K«t4 0*frK*»t**«(TS) (ff^D(TS)) 4 

^L£0-c&& o 

[08] H6 KjFLfcJEjI&JKff&^iJ *i-<*§*:LfcB-?<fe*o 
[09] /-K|fe4«>fc#. 2lft^ (RS I TU) £ (m I n) £##16 U fi 1 
?|J T? ab * t A 4r L T . 2 tttHSfr * K 0 ^ * H r * * * ° 

[010] /-K$t9?>i:£> 2H,=Pm$- (RS I TU) t (m I n) ttitU 

[ffot^] 

[0 0 8 8] 

1 1 - 1 n tuna 

2 ^7 
1 1 frflUftttSB 
1 2 ^SiJ^I^ 
1 3 TlCl?&St& 
1 4 fiUfBffi 
10 1-10 6 Xf"? -f 
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inn 



2 /V? 




[02] 



12 



11 



1 



13 



,14 
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[H3] 



PCI 



1 



n = n + 1 

I 



I 




• 106 



PC2 



r 



H-Core<»:C7)^P 

T 




lit* 



[1214] 



(S-0) 



(S-l) 



(S-2) 



(S-3) 



(S-0) 
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(S-0) 


(S-l) 


(S-2) 


(S-3) 


(S-0) 


Pll 


X 




^(ad) ^ 


^DC^)^ 




P21 

s 




/*D(aaK 


y*D(bbW 




y^Diba) 


PI 2 


L>\CO ) v 


/ * n(h/i\ . / 
/ uypu) \j 


v 7 s 


v 7 s - 


^*D(ab) 


P22 


D(bb)* 


\ f 

*D(ab)' 




*D(aa)' 


^•D(6i>) 


[13 6] 














( S-0) 


(S-l) 


(S-2) 


(S-3) 


(S-0) 


Pll 






\ 


^(la) 


►AT(la) 


P21 


AT(2a)- 




/ ^(2£>)-^ 


^-+K(2b)^ 


^*(20) 




P12 


AT (Id) 7 


•"K(W) 








P22 


£X2i>)- 


— -K(2b)/ 


^K(2d) 


**T(2a)/ 


^K(2b) 


[07] 














(S-0) 


(S-l) 


(S-2) 


(S-3) 


(S-0) 


Pll 


D^l)^ ^D(M)s^ ^0(01)^ ^DCM)^ 




P21 


DCM)/ ^D(fll)/ ^D(bl)/ ^D^l)/ 


^D(bi) 



P12 0(02)^ y,Djb2)^ y,D(a2)^ ^,D(b2)^ y,D(a2) 



P22 D(b2)/ ^D(a2)/ ^D(b2)/ ^»D(a2)/ ^*D(b2) 
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[IH8] 



Pll 



(S-0) 



K(lay 



(S-l) 



(S-2) 



(S-3) 



(S-0) 



K(ib) 



K(la)- 



Pll 



• KQb) 



P2\ K(2a)- 



,K(2b) 



K(2b) 



,K{2a) 



P22 



K(2b) 



K(2b) 



K(2ay 



K(2b) 



im9] 
m 
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